This work is related to our previous communications on the synthesis and structure of 3-methylsulfinyl-2-phenyl-1-benzofuran analogues, viz. 5-chloro-3-methylsulfinyl-2-phenyl-1-benzofuran (Choi et al., 2007a) and 5-methyl-3-methylsulfinyl-2-phenyl-1-benzofuran (Choi et al., 2007b). Here we report the crystal structure of 3-methylsulfinyl-2-phenyl-1-benzofuran ( Fig. 1) .
The title compound, C 15 H 12 O 2 S, was prepared by the oxidation of 3-methylsulfanyl-2-phenyl-1-benzofuran with 3chloroperoxybenzoic acid. The phenyl ring makes a dihedral angle of 37.65 (8) with the plane of the benzofuran fragment. The O atom and the methyl group of the methylsulfinyl substituent lie on opposite sides of the plane of the benzofuran ring system. The crystal structure is stabilized by aromaticinteractions between the benzene rings of neighbouring molecules [centroid-centroid distance = 3.549 (2) Å ] and by intermolecular C-HÁ Á ÁO interactions.
Related literature
For the crystal structures of similar 3-methylsulfinyl-2-phenyl-1-benzofuran compounds, see: Choi et al. (2007a,b) .
Experimental
Crystal data C 15 H 12 O 2 S M r = 256.32 Triclinic, P1 a = 8.0185 (8) Å b = 9.4381 (9) Å c = 9.7749 (9) Å = 115.574 (2) = 109.179 (2) = 94.296 (2) V = 609.51 (10) Å 3 Z = 2 Mo K radiation = 0.26 mm À1 T = 173 (2) K 0.30 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART CCD diffractometer Absorption correction: none 3185 measured reflections 2120 independent reflections 1878 reflections with I > 2(I) R int = 0.030 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.090 S = 1.10 2120 reflections 164 parameters H-atom parameters constrained Á max = 0.32 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97.
The benzofuran unit is essentially planar, with a mean deviation of 0.009 (2) Å from the least-squares plane defined by the nine constituent atoms. The phenyl ring (C9-C14) makes a dihedral angle of 37.65 (8)° with the plane of the benzofuran fragment. The molecular packing (Fig. 2) is stabilized by aromatic π-π stacking interactions between the benzene rings from the adjacent molecules. The Cg···Cg ii distance is 3.549 (2) Å (Cg is the centroid of C2-C7 benzene ring, symmetry code as in Fig. 2 ). The crystal structure is further stabilized by C-H···O ( Fig. 2) interactions between a methyl H atom and the oxygen of the S=O unit, with a C15-H15C···O2 i separation of 2.36 Å ( Fig. 2 and Table 1 ; symmetry code as in Fig. 2 ).
Experimental 77% 3-Chloroperoxybenzoic acid (359 mg, 1.6 mmol) was added in small portions to a stirred solution of 3-methylsulfanyl-2-phenyl-1-benzofuran (360 mg, 1.5 mmol) in dichloromethane (30 ml) at 273 K. After being stirred for 2 h at room temperature, the mixture was washed with saturated sodium bicarbonate solution and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated under vacuum. The residue was purified by column chromatography 
Refinement
All H atoms were geometrically positioned and refined using a riding model, with C-H = 0.95 Å for aromatic H atoms, 0.98 Å for methyl H atoms, respectively, and with U iso (H) = 1.2Ueq(C) for aromatic H atoms and 1.5Ueq(C) for methyl H atoms. (2) O1 0.0233 (7) 0.0214 (7) 0.0253 (7) 0.0042 (5) 0.0117 (6) 0.0089 (6) O2 0.0311 (8) 0.0359 (9) 0.0232 (8) −0.0025 (7) 0.0057 (7) 0.0058 (7) 
